Single-crystal X-ray study T = 120 K Mean (C-C) = 0.005 Å R factor = 0.023 wR factor = 0.058 Data-to-parameter ratio = 19.0
Figure 1
The molecular structure of (I), showing the atomic numbering scheme. Unlabelled atoms are related to labelled atoms by 2 À x, Ày, 2 À z. Displacement ellipsoids are shown at the 30% probability level.
Crystal data [Hg(C 16 
H atoms were positioned geometrically and treated as riding, with C-H = 0.95-1.00 Å and U iso (H) values of 1.2 or 1.5 times U eq (C). The deepest hole is located 0.87 Å from Hg1.
Data collection: DENZO (Otwinowski & Minor, 1997) and COLLECT (Hooft, 1998) ; cell refinement: DENZO and COLLECT; data reduction: DENZO and COLLECT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 1997) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
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Data collection
Enraf-Nonius KappaCCD area-detector diffractometer Graphite monochromator Detector resolution: 9.091 pixels mm -1 φ and ω scans Absorption correction: multi-scan (SORTAV; Blessing, 1995) T min = 0.462, T max = 0.804 9987 measured reflections 3078 independent reflections 2244 reflections with I > 2σ(I) 164.6, 149.9, 143.6, 142.4, 139.1, 133.4, 131.3, 127.3, 126.3, 125.7, 125.1, 118.1, 27.7, 23. 2.
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Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq 118.4 (3) C10-C11-C12 119.9 (3) C2-C1-Hg1 121.3 (2) C10-C11-H11 120 C6-C1-Hg1 120.3 (2) C12-C11-H11 120
